THEOCHEM, VOLUME 65(1990) 


(Journal of Molecular Structure, Vol. 206) 





AUTHOR INDEX 


Alkorta,I., 67 

Gao, Y.-D., 153 
Balaban, A.T., 67 Ghosh, P.N., 287 
Bencivenni, L., 205 Grandinetti, F., 205 
Bodor, N., 315 
Boggs, J.E., 265 Ha, T.-K., 287 
Bouteiller, Y., 99 Harcourt, R.D., 253 
Brewster, M.E., 31! Hinchliffe, A., 7 

Hodoséek, M. 89 
Carballeira, L., 29, Hosoya,H., 153 
Cheam, T.C., : Hua, W.-Y., 17 
Costa,C., 235 

Kaminski, J.J., 315 
De Almeida, W.B., Klein, D.J., 135 
Dewar, M.J.S., 123 Kovaéek, D., 89 

Krimm,S., 173 


Ladik,J., 39 
Eckert-Maksi¢é, M., 89 Liotard,D.A., 123 
Elguero, J., 67 Liu, G.-B., 109 

Liu, J.-J., 17 
Fabian, W.M.F., 29 Lu, L.D., 17 
Fan, K., 265 
Fernandez, B., ; Magnasco, V., 235 
Figari,G., 235 Maksi¢, Z.B., 89 


Mehlhorn, A., 11 
Mitic,D., 89 
Mosquera, R.A., 49 


Nizam, M. 99 


Pecul, K., 211 
Poljanec, K., 89 


Ramondo,F., 205 
Rios, M.A., 29, 49, 277 
Rozas,I., 67 


Sabio, M., 335 
Silvestro,T., 309 
Slanina,Z., 143 


Tao, Y.-Q., 109 
Topiol,S., 335 
Topsom, R.D., 309 
Trinajstic, N., 135 


van Alsenoy,C., 49 
Vazquez,S., 49 
Vetter,R., 11 








THEOCHEM, VOLUME 65(1990) 


(Journal of Molecular Structure, Vol. 206) 





SUBJECT INDEX 


Alanine dipeptide 
Ab initio force fields of alanine dipeptide 
in four non-hydrogen bonded conforma- 
tions, 173 

Algebraic structure count 
Kekulé structures and algebraic or cor- 
rected structure count, 1 

Amino-sulfur compounds 
An ab initio study of amino-sulfur com- 
pounds, 335 

Aminoethanol 
Ab initio studies of molecules with N-C- 
O units. Part III. 1-Methoxy-N-methy]l- 
methylamine and l-aminvethanol, 277 

Antibiotics 
The study of an interaction model of B-lac- 
tam antibiotics with their target enzyme, 

17 

Aza analogues 
Theoretical studies of aza analogues of 
platonic hydrocarbons. Part 1. Cubane and 
its aza derivatives, 67 


Benzenoid hydrocarbons 
Pascal recurrence algorithm for Kekulé- 
structure counts of benzenoid and coron- 
oid hydrocarbons, 135 
Benzocyclobutenes 
Mills-Nixon effect in benzocyclobutenes, 
89 
Branched polyenes 
Analysis of the z-electronic structure of 
infinitely large networks. Part III. 
Branched polyenes with bond alternation, 
153 


C,N, molecule 
An ab initio study of the C.N, molecule: 
NCCN, CNNC and CNCN species, 77 
Charge-transfer complexes 
Ab initio UHF-SCF calculations on LiF, 


and LiC, charge-transfer complexes, 205 
Coronoid hydrocarbons 
Pascal recurrence algorithm for Kekulé- 
structure counts of benzenoid and coron- 
oid hydrocarbons, 135 
Corrected structure count 
Kekulé structures and algebraic or cor- 
rected structure count, 1 
Cubane 
Theoretical studies of aza analogues of 
platonic hydrocarbons. Part 1. Cubane and 
its aza derivatives, 67 


Electric field effects 
The effect of electric field on infinite quasi- 
one-dimensional polymers: approximate 
determination of hyperpolarizabilities, 
39 
Electronic structure 
Analysis of the z-electronic structure of 
infinitely large networks. Part III. 
Branched polyenes with bond alternation, 
153 
Ethylhydrazine 
An ab initio gradient study of ethylhydra- 
zine, 49 


Fluorotoluene 
A theoretical study of molecular structure, 
internal rotation and non-bonded inter- 
action in toluene and p-fluorotoluene, 

287 

Force fields 
Ab initio force fields of alanine dipeptide 
in four non-hydrogen bonded conforma- 
tions, 173 


Global energy minimum 
Does the global energy minimum also mean 
the thermodynamically most stable struc- 
ture?, 143 





362 


Hydride transfer 
Reactivity of biologically important re- 
duced pyridines. Part III. Energetics and 
mechanism of hydride transfer between 1- 
methyl-1,4-dihydronicotinamide and the 
1-methylnicotinamide cation, a theoreti- 
calstudy, 315 

Hydroxypyridazines 
Tautomerism of hydroxypyridazines. A 
semiempirical (AM1, MNDO, MINDO/3, 
CNDO/S-CI) and ab initio molecular or- 
bital study, 295 

Hyperpolarizabilities 
The effect of electric field on infinite quasi- 
one-dimensional polymers: approximate 
determination of hyperpolarizabilities, 

39 


Interaction energies 
The decomposition of the SCF and Hei- 
tler-London interaction energies for small 
and medium size basis sets, 211 

Interaction model 
The study of an interaction model of f-lac- 
tam antibiotics with their target enzyme, 

17 

Intramolecular hydrogen shifts 
Ab initio study of 1,3- and 1,2-intramolec- 
ular hydrogen shifts of monothioformic 
acid, 109 

Ionic conductivity 
Ab initio calculations of potential barriers 
for ionic conductivity of the B-PbF, com- 
pound, 99 


Kekulé structures 
Kekulé structures and algebraic or cor- 
rected structure count, 1 
Kekulé-structure counts 
Pascal recurrence algorithm for Kekulé- 
structure counts of benzenoid and coron- 
oid hydrocarbons, 135 


Large networks 
Analysis of the z-electronic structure of 
infinitely large networks. Part III. 
Branched polyenes with bond alternation, 

153 

LiC, 
Ab initio UHF-SCF calculations on LiF, 
and LiC, charge-transfer complexes, 205 


LiF, 
Ab initio UHF-SCF calculations on LiF, 
and LiC, charge-transfer complexes, 205 

Long-range coefficients 
Long-range coefficients from molecular 
interactions. II, 235 

Low-energy S-S and S-T transitions 
MRD-CI study of the low-energy S-S and 
S-T transitions of thionitroso hydrogen 
(HNS), 11 


Methoxy-N-methyl methylamine 
Ab initio studies of molecules with N-C- 
O units. Part III. 1-Methoxy-N-methyl- 
methylamine and l-aminoethanol, 277 

1-Methyl-1,4-dihydronicotinamide 
Reactivity of biologically important re- 
duced pyridines. Part III. Energetics and 
mechanism of hydride transfer between 1- 
methyl-1,4-dihydronicotinamide and the 
1-methylnicotinamide cation, a theoreti- 
cal study, 315 

Methyluracil 
Analysis of the vibrational spectrum of 6- 
methyluracil by ab initio calculation, 265 

Mills-Nixon effect 
Mills-Nixon effect in benzocyclobutenes, 

89 

Molecular gradient 
An efficient procedure for calculating the 
molecular gradient, using SCF-CI sem- 
iempirical wavefunctions with a limited 
number of configurations, 123 

Molecular interactions 
Long-range coefficients from molecular 
interactions. III, 235 

Monothioformic acid 
Ab initio study of 1,3- and 1,2-intramolec- 
ular hydrogen shifts of monothioformic 
acid, 109 

MRD-CI studies 
MRD-CI study of the low-energy S-S and 
S-T transitions of thionitroso hydrogen 
(HNS), 11 


N-C-O units 
Ab initio studies of molecules with N-C- 
O units. Part 2. 1-Oxa-3-azacyclohexane, 
1-oxa-3,5-diazacyclohexane and 1,3-dioxa- 
5-azacyclohexane, 29 





N-N bond in N,O, 
The origin of the long N-N bond in N,0.: 
an ab initio valence bond study, 253 


Pascal recurrence algorithm 
Pascal recurrence algorithm for Kekulé- 
structure counts of benzenoid and coron- 
oid hydrocarbons, 135 

PbF, 
Ab initio calculations of potential barriers 
for ionic conductivity of the B-PbF, com- 
pound, 99 

Phenols 
Acidities of ortho substituted phenols, 309 

Platonic hydrocarbons 
Theoretical studies of aza analogues of 
platonic hydrocarbons. Part 1. Cubane and 
its aza derivatives, 67 

Potential barriers 
Ab initio calculations of potential barriers 
for ionic conductivity of the B-PbF, com- 
pound, 99 

Pyridines 
Reactivity of biologically important re- 
duced pyridines. Part III. Energetics and 
mechanism of hydride transfer between 1- 
methyl-1,4-dihydronicotinamide and the 
1-methylnicotinamide cation, a theoreti- 
calstudy, 315 


Quasi-one-dimensional polymers 
The effect of electric field on infinite quasi- 
one-dimensional polymers: approximate 
determination of hyperpolarizabilities, 
39 


SCF-CI semiempirical wavefunctions 
An efficient procedure for calculating the 
molecular gradient, using SCF-CI sem- 
iempirical wavefunctions with a limited 
number of configurations, 123 


Thionitroso hydrogen 
MRD-CI study of the low-energy S-S and 
S-T transitions of thionitroso hydrogen 
(HNS), 11 

Toluene 
A theoretical study of molecular structure, 
interna! rotation and non-bonded inter- 
action in toluene and p-fluorotoluene, 

287 


UHF-SCF calculations 
Ab initio UHF-SCF calculations on LiF, 
and LiC, charge-transfer complexes, 205 


Valence bond study 
The origin of the long N-N bond in N,0O.: 
an ab initio valence bond study, 253 





